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Compound 4
Crystallization of 4 from ethyl acetate yielded colorless crystals in the monoclinic space group P2 1 /n. The asymmetric unit contains one molecule; none of the solvent is included in the crystal lattice. The aromatic ring A is turned away from the other two anisole moieties delivering a highly twisted molecule (Fig. S2) as methylation of the phenolic hydroxyl groups destroys the hydrogen bonding pattern found in 3.
1 As stabilizing for the molecular structure we found weak C-H···O-contacts [d(O···H) = 2.39 -2.48 Å] involving the two methylene bridges and two of the methoxy oxygens O1 and O2. The crystal packing is realized by a combination of weak C-H···O-and C-H···π-interactions (Table S1 , Fig. S3 ). x, y, z 3.498(2) 2.56 160 C30-H30C···centroid a ACN -0.5+x, 0.5-y, -0.5+z 3.729(2) 2.83 153 C32-H32B···centroid B -0.5+x, 0.5-y, -0.5+z 3.722(2) 2.90 142 C35-H35A···centroid F 1-x,-y,-z 3.587(1) 2.93 124 C2I-H2I1···centroid C 0.5+x, 0.5-y, 0.5+z 3.497(1) 2.61 150 C2I-H2I2···centroid A 0.5+x, 0.5-y, 0.5+z 3.642(2) 2.74 154 C2I-H2I3···centroid B 0.5+x, 0.5-y, 0.5+z 3.500(2) 2.86 124 4 C7-H7A···O1
x, y, z 2.798(2) 2.39 104 C7-H7B···O2
x, y, z 2.849(2) 2.47 102 C14-H14B···O2
x, y, z 2.841(2) 2.48 101 C20-H20···O1
x, -1+y, z 3.626(2) 2.68 175 C23-H23C···centroid C 1-x, 1-y, -z 3.629 (2) Figure S16. 13 C-NMR spectra of compound 6 (CDCl 3 , 293 K).
